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Full-matrix least-squares on F 2 Data / restraints / parameters 4117 / 0 / 208 Goodness-of-fit on F 2 1.051 Final R indices [I>2sigma(I)] R1 = 0.0441, wR2 = 0.1120 R indices (all data) R1 = 0.0560, wR2 = 0.1197 Absolute structure parameter 0.9(14) Largest diff. peak and hole 0.275 and -0.226 e.Å -3 Table 2 . Atomic coordinates ( x 10 4 ) and equivalent isotropic displacement parameters (Å 2 x 10 3 ) for 9. U(eq) is defined as one third of the trace of the orthogonalized U ij tensor. ________________________________________________________________________________ x y z U(eq) ________________________________________________________________________________ N(1) 1218(2) 4427(1) 8185(1) 37(1) C(2) 2099(2) 5027(2) 8752(1) 33 (1) 
1.432(2) C(7)-C(8) 1.441(2) C(8)-C(9) 1.398(2) C(8)-C(13) 1.411(2) C(9)-C(10) 1.387(3) C(9)-H(9A) 0.9300 C(10)-C(11) 1.387(3) C(10)-H(10A) 0.9300 C(11)-C(12) 1.384 ( 
125.4 N(1)-C(2)-C(7) 110.16(15) N(1)-C(2)-C(3) 125.62(14) C(7)-C(2)-C(3) 124.10(15) N(4)-C(3)-C(2) 105.51(13) N(4)-C(3)-C(14) 111.05 (14) Table 4 . Anisotropic displacement parameters (Å 2 x 10 3 ) for 9. The anisotropic displacement factor exponent takes the form: -2 2 [ h 2 a* 2 U 11 + ... + 2 h k a* b* U 12 ] ______________________________________________________________________________ U 11 S-12 X-ray Structural Analysis and Methods for 2 Figure S2 : Displacement ellipsoid plot of (6S,11R,11aR,12R,E)-9-ethylidene-11-(hydroxymethyl)-5, 6,8,9,10,11,11a,12-octahydro-6,10-methanoindolo[3,2-b] quinolizin-12-ol (2) (sarpagine numbering not followed)
Single-crystal x-ray diffraction data on 2 was collected at 100 °K using MoKa radiation (l = 0.71073 Å). The sample was prepared for data collection by coating with high viscosity microscope oil. The oil-coated crystal was mounted on a MicroMesh mount and transferred immediately to the diffractometer. Corrections were applied for Lorentz, polarization, and absorption effects. The structure was solved by direct methods and refined by full-matrix least squares on F 2 values. Parameters refined included atomic coordinates and anisotropic thermal parameters for all non-hydrogen atoms. Hydrogen atoms on carbons were included using a riding model [coordinate shifts of C applied to H atoms] with C-H distance set at 0.96 Å.
The 0.463 x 0.429 x 0.091 mm 3 crystal of 2 was orthorhombic in space group P2 1 2 1 2 1 with unit cell dimensions a = 8.3186(7) Å, b = 12.4731(10) Å, and c = 19.1532(16) Å. Data were 99.6% complete to 29.14° . 0.8800 C(2)-C(7) 1.3681 (15) 108.9 C(7)-C(6)-H(6A) 108.9 C(5)-C(6)-H(6A) 108.9 C(6)-O(6)-H(6B) 109.5 C(2)-C(7)-C(8) 107.02(10) C(2)-C(7)-C(6) 122.41 (10) S-16 C(8)-C(7)-C(6) 130.54(10) C(9)-C(8)-C(13) 119.14(10) C(9)-C(8)-C (7) 134.35(11) C(13)-C(8)-C(7) 106.46(10) C(10)-C(9)-C(8) 118.66(11) C(10)-C(9)-H(9A) 120.7 C(8)-C(9)-H(9A) 120.7 C(9)-C(10)-C(11) 121.11 (12) Table 13 . Torsion angles [°] for 2. ________________________________________________________________________________ C(13)-N(1)-C(2)-C (7) 0.34(13) C(13)-N(1)-C(2)-C(3) -175.08(10) C (7) (6S,11R,11aR,12R,E)-9-ethylidene-11-(hydroxymethyl)-5,6,8,9,10,11,11a,12- (6S,11R,11aR,12R,E)-9-ethylidene-11-(hydroxymethyl)-5,6,8,9,10,11,11a,12- (6S,11S,11aR,12S,E)-9-ethylidene-11-(hydroxymethyl)-5,6,8,9,10,11,11a,12-octahydro-6,10methanoindolo[3,2-b (6S,11S,11aR,12S,E)-9-ethylidene-11-(hydroxymethyl)-5,6,8,9,10,11,11a,12-octahydro-6,10methanoindolo[3,2-b ]quinolizin-12-ol 13 
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